Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.003 Å; R factor = 0.026; wR factor = 0.059; data-to-parameter ratio = 19.2.
The complete molecule of the title compound, C 12 H 10 ClO 2 PS, is generated by crystallographic mirror symmetry, with the P, S and Cl atoms lying on the mirror plane. The resulting PO 2 SCl tetrahedron is significantly distorted [O-P-O = 96.79 (9) ]. The crystal packing exhibits no directional interactions.
Related literature
For the application of related compounds as pesticides, see: Greenhalgh et al. (1980) ; Um et al. (2003) .
Experimental
Crystal data Thiophosphory chloride (60.0 mmol) was slowly dropwise added to the above solution, and then the rection mixture was refluxed. After the reaction was completed, it is cooled to room temperature. The reaction mixture was washed with water and brine, respectively. The separated organic phase was dried with anhydrous sodium sulfate, and then the solvents were evporated thoroughly in vacuo. The obtained crude was separated through column chromatography on silica gel to give the white product. Colourless prisms of the title compound were obtained by slow evaporation of the dichloromethane/n-hexane solutions at room temperature.
31
P NMR(161.9 MHz, CDCl 3 , TMS): 58.73 (s) p.p.m..
Refinement
All the H atoms were positioned geometrically (C-H = 0.95 Å) and refined as riding with U iso (H) = 1.2U eq (C). 
